Automate the process in order to make this tool available to a wider community E(r 1 ,...,r n )
Parametrize configurational-dependence of the energy E with a polynomial in the occupation variables σ i : E(σ 1 ,...,σ n ) = Σ J ij σ i σ j + Σ J ijk σ i σ j σ k + ... 3) Extrapolate Q n+1 using fitted polynomial
Q(C)
Thermodynamic quantity
Control variable
Goal: find discontinuity in
as temperature β changes, need to update µ to preserve φ γ = φ α Principle: µ(β) is known find x γ (µ(β)) and x α (µ(β)) Energy cost of creating a diffuse anti-phase boundary in a Ti-Al short-range ordered alloy by sliding k dislocations
